The title compound, 2-(2-(4-oxo-3-phenethyl-3,4-dihydroquinazolin-2-ylthio)ethyl)isoindoline-1,3-dione (I), was supplementary materials sup-7 Acta Cryst.
In the title compound, C 26 H 21 N 3 O 3 S, the quinazolinyl group is essentially planar [r.m.s. deviation for the 10 non-H atoms = 0.057 Å ]. The isoindoline-1,3-dione group is linked by an SCH 2 CH 2 chain to the pyrimidinyl C atom that lies between the two N atoms. Also, the phenyl group is linked by a CH 2 CH 2 chain at the N atom adjacent to the carbonyl group. This results in a conformation with these substituents lying to either side of the central quinazolinyl unit, with the former being approximately parallel [dihedral angle = 4.93 (7) ], and the phenyl group being inclined [dihedral angle = 71.61 (9) ] to the central quinazolinyl fused-ring system. In the crystal, molecules are consolidated into a three-dimensional architecture by C-HÁ Á ÁO interactions, involving all three carbonyl-O atoms, andinteractions occurring between the pyrimidinyl and isoindole-benzene rings [inter-centroid distance = 3.5330 (13) Å ].
Related literature
For the synthesis and drug discovery trials of quinazoline-4(3H)-one derivatives, see: El-Azab & ElTahir (2012) ; El-Azab et al. (2011) . For the synthesis and antimicrobial activity of the title compound, see: El-Azab (2007 Table 1 Hydrogen-bond geometry (Å , ). originally synthesized for evaluation of its anti-microbial activity (El-Azab, 2007) owing to the known biological activity of related quinazoline-4(3H)one derivatives (El-Azab & ElTahir, 2012; El-Azab et al., 2011) . Herein, we describe the crystal structure determination of (I).
In (I), Fig. 1 , the quinazolinyl group is planar with the r.m.s. deviation for the 10 non-hydrogen atoms = 0.057 Å and maximum deviations of 0.062 (2) for the C5 atom and -0.068 (2) for the C7 atom. The isoindole (r.m.s. deviation for the nine non-hydrogen atoms = 0.018 Å), being linked by a SCH 2 CH 2 chain at the C16 atom, and phenyl, linked by a CH 2 CH 2 chain at the N2 atom, groups lie to either side of the molecule with the former being approximately parallel, dihedral angle = 4.93 (7)°, and the phenyl group being inclined, dihedral angle = 71.61 (9)°, with respect to the central quinazolinyl group.
Molecules are consolidated into a three-dimensional architecture by C-H···O interactions involving all three carbonyl-O atoms, Table 1 , and π-π interactions occurring between the pyrimidinyl and isoindole-benzene rings [intercentroid distance = 3.5330 (13) Å, angle of inclination = 6.19 (10)° for symmetry operation: 1 -x, 2 -y, 1 -z], Fig. 2 .
Experimental
A mixture of 2-mercapto-3-phenethylquinazolin-4(3H)-one (564 mg, 2 mmol) and 2-(2-chloroethyl)isoindoline-1,3-dione (418 mg, 2.0 mmol) in acetone (10 ml) containing anhydrous K 2 CO 3 (300 mg) was stirred at room temperature for 12 h.
The reaction mixture was filtered, the solvent removed under reduced pressure and the solid obtained was dried and 2006); software used to prepare material for publication: publCIF (Westrip, 2010).
Figure 1
The molecular structure of (I) showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level.
Figure 2
A view in projection down the b axis of the unit-cell contents for (I). The C-H···O and π-π contacts are shown as orange and purple dashed lines respectively. (7) 0.0021 (7) N2 0.0143 (8) 0.0223 (8) 0.0208 (9) 0.0058 (7) 0.0030 (7) 0.0032 (7) C1 0.0137 (9) 0.0221 (9) 0.0204 (10) 0.0040 (7) 0.0060 (8) 0.0150 (9) 0.0228 (9) 0.0179 (10) 0.0049 (7) 0.0018 (7) 0.0000 (8) Symmetry codes: (i) −x+3, −y+2, −z+2; (ii) −x+1, −y+1, −z+1; (iii) −x, −y+2, −z+1.
